Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.007 Å; R factor = 0.043; wR factor = 0.081; data-to-parameter ratio = 18.2.
In the title compound, C 12 H 28 N + ÁBr À ÁH 2 O, the ionic pairs formed by n-dodecylammonium cations and bromide anions are arranged into thick layers; these layers are linked in a nearly perpendicular fashion [the angle between the layers is 85.84 (5) ] by hydrogen-bonding interactions involving the water molecules. The methylene part of the alkyl chain in the cation adopts an all-trans conformation. In the crystal structure, molecules are linked by intermolecular N-HÁ Á ÁBr, O-HÁ Á ÁBr and N-HÁ Á ÁO hydrogen bonds.
Related literature
Long-chain n-alkylammonium halides are widely used as surfactants (Aratono et al., 1998; Tornblom et al., 2000) and as models for biological membranes (Ringsdorf et al., 1988) . They exhibit polymorphism at room temperature: for solid-solid phase transitions in n-alkylammonium chlorides, see: Terreros et al. (2000) . For a related structure, see : Lundé n (1974) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: SMART (Siemens, 1996); cell refinement: SAINT (Siemens, 1996) Long-chain n-alkylammonium halides are widely used as surfactants (Aratono et al., 1998; Tornblom et al., 2000) and as models for biological membranes (Ringsdorf et al., 1988) . They exhibit polymorphism at room temperature; solid-solid phase transitions occurred in n-alkylammonium chlorides (Terreros et al., 2000) . As a part of the studies on novel potential phase transfer materials with the thermochemical properties such as n-alkylammonium chlorides, we report the crystal structure of the title compound (Fig. 1 ).
Atoms C3-C12 are coplanar in the title compound; however, atoms C2-C12 are coplanar in n-dodecylammonium bromide (Ludén, 1974) . Although the methylene chain had the extended all-trans conformation, it is slightly curved in the vicinity of the ammonium group, to accommodate the hydrogen-bonding interactions. The hydrogen bonds of n-dodecylammonium bromide monohydrate are more stronger than that of n-dodecylammonium bromide because of N-H···O and O-H···Br hydrogen bonds. Only torsion angle C1-C2-C3-C4 deviates significantly from 180 °, with a value of 170.6 (5)°. The crystal packing ( Fig. 2 ) is stabilized by intermolecular N-H···Br, N-H···O and O-H···Br hydrogen bonds (Table 1) . riding on their parent atoms. TheU iso (H) values were set at 1.2U eq for the methylene H atoms and at 1.5U eq for other H atoms.
Figures Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. H atoms are presented as a small spheres of arbitrary radius. supplementary materials sup-3
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

Geometric parameters (Å, °)
O1-H1 0.83 (4) C6-C7 1.516 (6) O1-H2 0.97 (4) C6-H6A 0.9700 N1-C1
1.468 (7) C6-H6B 0.9700 N1-H1A 0.8900 C7-C8 1.490 (6) N1-H1B 0.8900 C7-H7A 0.9700 N1-H1C 0.8900 C7-H7B 0.9700 C1-C2
1.501 (7) C8-C9 1.509 (7) C1-H1D 0.9700 C8-H8A 0.9700 C1-H1E 0.9700 C8-H8B 0.9700 C2-C3
1.522 (6) C9-C10 1.532 (7) C2-H2A 0.9700 C9-H9A 0.9700 C2-H2B 0.9700 C9-H9B 0.9700 C3-C4
1.514 (7) C10-C11 1.490 (7) C3-H3A 0.9700 C10-H10A 0.9700 C3-H3B 0.9700 C10-H10B 0.9700
